LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052219\

Data File : BF114495.D

Aca On > 22 May 2019 20:47 Instrument :

Operator : JU/SJ ?:'l\:gﬁ't:Sam ol

3§mple : K2971-13 supaAcaﬂmzmg
isc :

ALS Vial : 8 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF051019.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.457 570 573 598 rBVY 2275463 2751946 92.06% 9.662%
2 6.475 742 746 764 rBVY 2571532 2936409 98.23% 10.310%
3 6.604 764 768 783 rVB 3219350 2848469 95.29% 10.001%
4 6.828 803 806 816 rBVY 1134400 935233 31.29% 3.284%
5 6.986 829 833 847 rBVY 2306977 2170593 72.61% 7.621%
6 7.392 898 902 920 rBVY 1632705 1794522 60.03% 6.301%
7 8.110 1021 1024 1043 rBVY 1110954 1201386 40.19% 4.218%
8 9.186 1203 1207 1219 rBvY 3168085 2989301 100.00% 10.496%
9 9.580 1271 1274 1282 rBV 276061 278264 9.31% 0.977%
10 9.863 1319 1322 1334 rBV 1244427 1281805 42.88% 4_.501%

11 10.657 1453 1457 1472 rBV 1646208 1786958 59.78% 6.274%
12 11.351 1572 1575 1586 rBV 1209158 1301355 43.53% 4 _569%

13 11.874 1661 1664 1672 rBv4 53620 86144 2.88% 0.302%
14 12.574 1779 1783 1787 rBV 32112 33325 1.11% 0.117%
15 12.804 1816 1822 1829 rVB 31808 39329 1.32% 0.138%
16 12.927 1840 1843 1852 rBV 2416864 2376887 79.51% 8.346%
17 13.827 1990 1996 1997 rBV2 27247 35861 1.20% 0.126%
18 13.857 1997 2001 2016 rVVve6 83710 303726 10.16% 1.066%
19 13.957 2016 2018 2021 rVvVv 47298 46899 1.57% 0.165%
20 13.998 2021 2025 2036 rVB 947459 1030959 34.49% 3.620%
21 14.139 2046 2049 2056 rVB2 45917 47729 1.60% 0.168%
22 14.445 2097 2101 2104 rBV 79468 87217 2.92% 0.306%
23 14.745 2148 2152 2155 rBV 116620 116186 3.89% 0.408%
24 14.821 2162 2165 2168 rVB2 33985 34764 1.16% 0.122%

25 15.074 2204 2208 2214 rVB 140827 156646 5.24% 0.550%
26 15.462 2267 2274 2285 rVB2 814650 1279795 42.81% 4.494%
27 15.874 2339 2344 2352 rVB 179883 271213 9.07% 0.952%

28 16.368 2423 2428 2434 rBV 107501 188836 6.32% 0.663%
29 16.951 2522 2527 2531 rBV2 41100 69028 2.31% 0.242%

Sum of corrected areas: 28480785
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052219\

Data File : BF114495.D

Aca On > 22 May 2019 20:47

Operator : JU/SJ

ﬁ?ggle i K2971-13 SUP-2A-C-2-052019
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF114495.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052219\

Data File : BF114495.D

Aca On > 22 May 2019 20:47

Operator : JU/SJ

ﬁ?ggle i K2971-13 SUP-2A-C-2-052019
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown6.60 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.60 60.91 ng 2848470 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 767 (6.598 min): BF114495.D (-764) (-) m/z 132.00 100.00%
5000 68
620 640 6.60 6.80 7.00
0 B E e m/z 68.10 46.42%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 AR I L UL I
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 31.46%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.00 29.63%
97
‘ ‘ 117
0....‘,‘..“.‘. Ul m.8|8 lwos oo
m/z--> 60 80 100 120 140 160 180 1
Abundance #52379: Tranylcypromine-propionyl T T
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 17.99%
5000 98 116
o -‘-“‘. 89 | gor M 18189
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052219\

Data File : BF114495.D

Aca On > 22 May 2019 20:47

Operator : JU/SJ

ﬁ?ggle i K2971-13 SUP-2A-C-2-052019
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.86 5.89 ng 303726 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 94
3 1-Octadecanol 270 C18H380 000112-92-5 93
4 1-Hexadecanol 242 C16H340 036653-82-4 91
5 n-Heptadecanol-1 256 C17H360 001454-85-9 91

Abundance Scan 2002 (13.862 min): BF114495.D (-1997) (-) m/z 83.10 100.00%

5000

149 R e e e  Rmmn
193508 230 13.60 13.80 14.00 14.20

m/z 43.05 97 .56%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
55 83

5000 TT T[T T T T[T T rrrrrrr1
13.60 13.80 14.00 14.20
29 m/z 55.05 95.36%
o.nphJ.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #207396: Bromoacetic acid, octadecyl ester
43
69 IIIIIIIIIIIIIIIIIIIIIII
97 13.60 13.80 14.00 14.20
5000 m/z 57.00 83.47%

181

154

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119524: 1-Octadecanol BB B RS B e
55 83 13.60 13.80 14.00 14.20

m/z 41.05 76.33%

5000
29
139

154 182 209 224 252

bl .

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052219\

Data File : BF114495.D

Aca On > 22 May 2019 20:47

Operator : JU/SJ

ﬁ?ggle i K2971-13 SUP-2A-C-2-052019
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.07 2.45 ng 156646 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 87
3 Octadecane 254 C18H38 000593-45-3 87
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2207 (15.068 min): BF114495.D (-2204) (-) m/z 57.10 100.00%
g7
5000 85

| 113 141 160 207 267 14.80 15.00 15.20 15.40
o...,.L..‘ll P ot V.- o N — m/z 43.05 70.36%

m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 LA L L L L L LB
14.80 15.00 15.20 15.40
- m/z 71.05 57 .55%
oL T 141 169 197 225 253 281 300 337 365 394
e B e o o i B o e e e LA B A i s o
m/z--> 50 100 150 200 250 300 350
Abundance #152416: Tridecane, 1-iodo-
57
R e AR REEE
14.80 15.00 15.20 15.40
5000 85 m/z 85.05 45 .78%
28
113 183
o.|..,M.L.,.J...l,S?..t,.... N -
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane i e S e
57 14.80 15.00 15.20 15.40
m/z 55.05 23.46%
5000 85
29 113
0 \‘ . ] | J | \1‘}1 ‘169 197 225 254
L o o e e L o B L A B e e o e e e S R N RARE SRR m e
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052219\

Data File : BF114495.D

Aca On > 22 May 2019 20:47

Operator : JU/SJ

ﬁ?ggle i K2971-13 SUP-2A-C-2-052019
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Pentacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.87 4.24 ng 271213 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 2343 (15.868 min): BF114495.D (-2339) (-) m/z 57.10 100.00%
57
5000 85
113 141 183 15.60 15.80 16.00 16.20
0..],.1..-‘.", L i o2t 239 267 "m/z 43.05 61.60%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85 LRI BB BUGILN UL B
15 60 15. 80 16. oo 16 20
113 m/z 71.10 59.93%
L2 h i J1?11169139211 230 267 295 323 352
m/z--> 55 160 1éo 200 2éo 360 3éo
Abundance #209566: Octacosane
57
15,60 15.80 16.00 16.20
5000 g5 m/z 85.05 44 .64%
29
oL ] | (M8 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1éo 260 2éo 360 3éo
Abundance #175557: Tetracosane O HL et e
57 15.60 15.80 16.00 16.20
m/z 55.10 20.25%
5000 a5
29 113
0 | ] | gl 770,141 169 197 225 253 281 309 338
m/z--> 55 160 1éo 260 250 300 3éo ' 1560 1580 1600 1620
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052219\

Data File : BF114495.D

Aca On > 22 May 2019 20:47

Operator : JU/SJ

ﬁ?ggle i K2971-13 SUP-2A-C-2-052019
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Triacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.37 2.95 ng 188836 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Triacontane 422 C30H62 000638-68-6 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 86

Abundance Scan 2428 (16.368 min): BF114495.D (-2423) (-) m/z 57.05 100.00%

5000 85

F

16.00 16.20 16.40 16.60

ﬂ | J141 169193 225 253 283 355

0 ...,.l. O s - m/z 71.10 64.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
5000 LA L L L L L LB L

16.00 16.20 16.40 16.60
m/z 43.10 54.37%

113 141 169 197 225 253 281 309 337 365 394

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
R e EEERE RS
16.00 16.20 16.40 16.60
5000 85 m/z 85.05 48.41%
13 qm
oL2) 4 x\Jl 771,169 197 225 253 281 309 337 365 393 422
I L e e B A A o e A B e o
m/z--> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane L L
57 16.00 16.20 16.40 16.60
m/z 55.00 23.67%
85
5000
29 113
141
0 .". ‘.,‘.J. T ‘, o, a‘,‘.lz‘?g.‘l.gr.z.z.s.zls?. ™ ..:.33.8 e B e o N EEmes
m/z--> 50 100 150 200 250 300 350 400 16. 00 16. 20 16 40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF052219\

Data File : BF114495.D

Acq On > 22 May 2019 20:47

Operator : JU/SJ

3?22'6 i K2971-13 SUP-2A-C-2-052019
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .60 6.60 60.9 ng 2848470 1 6.83 935233 20.0
1-Heneicosanol 13.86 5.9 ng 303726 5 14.00 1030960 20.0
Octacosane 15.07 2.5 ng 156646 6 15.46 1279800 20.0
Pentacosane 15.87 4.2 ng 271213 6 15.46 1279800 20.0
Triacontane 16.37 3.0 ng 188836 6 15.46 1279800 20.0
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